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Table 1.  Crystal data and structure refinement for 2008src0176.

Identification code 
2008src0176

Empirical formula 
C26 H12 S8

Formula weight 
580.84

Temperature 
120(2) K

Wavelength 
0.71073 Å
Crystal system 
Monoclinic

Space group 
P2(1)/c

Unit cell dimensions
a = 3.92460(10) Å
a= 90º.


b = 16.0687(5) Å
b= 90.825(2)º.


c = 17.4699(4) Å
g = 90º.

Volume
1101.59(5) Å3
Z
2

Density (calculated)
1.751 Mg/m3
Absorption coefficient
0.828 mm-1
F(000)
592

Crystal size
0.12 x 0.04 x 0.02 mm3
Theta range for data collection
3.45 to 27.49º.

Index ranges
-5<=h<=4, -20<=k<=20, -22<=l<=22

Reflections collected
14132

Independent reflections
2509 [R(int) = 0.0497]

Completeness to theta = 27.49º
99.6 % 

Absorption correction
Semi-empirical from equivalents

Max. and min. transmission
0.9836 and 0.9071

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
2509 / 0 / 161

Goodness-of-fit on F2
1.049

Final R indices [I>2sigma(I)]
R1 = 0.0356, wR2 = 0.0854

R indices (all data)
R1 = 0.0464, wR2 = 0.0924

Largest diff. peak and hole
0.454 and -0.390 e.Å-3
Table 2.  Atomic coordinates ( x 104) and equivalent isotropic displacement parameters (Å2x 103)

for 2008src0176.  U(eq) is defined as one third of the trace of the orthogonalized Uij tensor.

________________________________________________________________________________


x
y
z
U(eq)

________________________________________________________________________________

C(1)
9477(5)
5197(1)
4680(1)
13(1)

C(2)
6958(5)
5555(1)
3331(1)
12(1)

C(3)
7926(5)
6329(1)
3652(1)
12(1)

C(4)
7512(5)
7073(1)
3246(1)
12(1)

C(5)
6130(5)
7021(1)
2489(1)
13(1)

C(6)
5095(5)
6240(1)
2196(1)
12(1)

C(7)
5474(5)
5504(1)
2610(1)
13(1)

C(8)
5465(5)
7693(1)
1931(1)
11(1)

C(9)
4008(6)
7390(2)
1282(1)
18(1)

C(10)
8296(5)
7885(1)
3598(1)
12(1)

C(12)
9983(6)
9298(2)
3825(2)
23(1)

C(13)
8408(6)
9057(2)
4471(1)
22(1)

S(1)
7792(2)
4662(1)
3883(1)
16(1)

S(2)
9673(2)
6285(1)
4587(1)
15(1)

S(3)
3349(2)
6332(1)
1280(1)
16(1)

S(4)
6973(4)
8117(1)
4509(1)
15(1)

C(11)
9850(20)
8549(5)
3276(5)
13(1)

C(11')
7330(30)
8141(8)
4316(5)
15(1)

S(4')
10393(6)
8686(1)
3138(1)
13(1)

________________________________________________________________________________

Table 3.   Bond lengths [Å] and angles [º] for 2008src0176.

_____________________________________________________

C(1)-C(1)#1 
1.345(4)

C(1)-S(1) 
1.757(2)

C(1)-S(2) 
1.758(2)

C(2)-C(7) 
1.383(3)

C(2)-C(3) 
1.415(3)

C(2)-S(1) 
1.755(2)

C(3)-C(4) 
1.398(3)

C(3)-S(2) 
1.763(2)

C(4)-C(5) 
1.424(3)

C(4)-C(10) 
1.473(3)

C(5)-C(6) 
1.413(3)

C(5)-C(8) 
1.476(3)

C(6)-C(7) 
1.394(3)

C(6)-S(3) 
1.737(2)

C(8)-C(9) 
1.353(3)

C(9)-S(3) 
1.721(2)

C(10)-C(11) 
1.356(7)

C(10)-C(11') 
1.378(10)

C(10)-S(4) 
1.721(2)

C(10)-S(4') 
1.731(3)

C(12)-C(13) 
1.350(4)

C(12)-C(11) 
1.540(9)

C(12)-S(4') 
1.563(4)

C(13)-C(11') 
1.554(13)

C(13)-S(4) 
1.614(3)

C(1)#1-C(1)-S(1)
122.4(2)

C(1)#1-C(1)-S(2)
122.1(2)

S(1)-C(1)-S(2)
115.43(12)

C(7)-C(2)-C(3)
121.3(2)

C(7)-C(2)-S(1)
121.64(17)

C(3)-C(2)-S(1)
117.02(16)

C(4)-C(3)-C(2)
121.51(19)

C(4)-C(3)-S(2)
123.03(16)

C(2)-C(3)-S(2)
115.46(16)

C(3)-C(4)-C(5)
117.40(19)

C(3)-C(4)-C(10)
121.52(19)

C(5)-C(4)-C(10)
120.99(19)

C(6)-C(5)-C(4)
119.56(19)

C(6)-C(5)-C(8)
111.30(18)

C(4)-C(5)-C(8)
129.11(19)

C(7)-C(6)-C(5)
122.50(19)

C(7)-C(6)-S(3)
125.98(17)

C(5)-C(6)-S(3)
111.52(16)

C(2)-C(7)-C(6)
117.6(2)

C(9)-C(8)-C(5)
111.0(2)

C(8)-C(9)-S(3)
114.82(18)

C(11)-C(10)-C(11')
106.0(7)

C(11)-C(10)-C(4)
128.0(4)

C(11')-C(10)-C(4)
125.9(5)

C(11)-C(10)-S(4)
111.0(4)

C(11')-C(10)-S(4)
5.0(5)

C(4)-C(10)-S(4)
120.92(17)

C(11)-C(10)-S(4')
4.0(5)

C(11')-C(10)-S(4')
109.9(5)

C(4)-C(10)-S(4')
124.16(17)

S(4)-C(10)-S(4')
114.87(15)

C(13)-C(12)-C(11)
106.6(3)

C(13)-C(12)-S(4')
121.0(2)

C(11)-C(12)-S(4')
14.4(2)

C(12)-C(13)-C(11')
104.7(4)

C(12)-C(13)-S(4)
117.8(2)

C(11')-C(13)-S(4)
13.2(3)

C(2)-S(1)-C(1)
95.79(10)

C(1)-S(2)-C(3)
96.24(10)

C(9)-S(3)-C(6)
91.39(11)

C(13)-S(4)-C(10)
93.11(13)

C(10)-C(11)-C(12)
111.5(5)

C(10)-C(11')-C(13)
111.3(7)

C(12)-S(4')-C(10)
93.21(14)

_____________________________________________________________

Symmetry transformations used to generate equivalent atoms: 

#1 -x+2,-y+1,-z+1 

Table 4.   Anisotropic displacement parameters (Å2x 103)for 2008src0176.  The anisotropic

displacement factor exponent takes the form: -2p2[ h2a*2U11 + ... + 2 h k a* b* U12 ]

______________________________________________________________________________


U11
U22
U33
U23
U13
U12
______________________________________________________________________________

C(1)
16(1) 
13(1)
10(1) 
0(1)
-3(1) 
0(1)

C(2)
13(1) 
12(1)
11(1) 
1(1)
-1(1) 
0(1)

C(3)
13(1) 
14(1)
10(1) 
0(1)
-1(1) 
0(1)

C(4)
13(1) 
13(1)
9(1) 
-1(1)
1(1) 
0(1)

C(5)
13(1) 
14(1)
12(1) 
1(1)
0(1) 
1(1)

C(6)
11(1) 
17(1)
7(1) 
0(1)
-1(1) 
1(1)

C(7)
15(1) 
13(1)
11(1) 
-2(1)
1(1) 
-1(1)

C(8)
11(1) 
14(1)
8(1) 
-2(1)
0(1) 
1(1)

C(9)
21(1) 
20(1)
14(1) 
3(1)
-1(1) 
6(1)

C(10)
13(1) 
12(1)
10(1) 
0(1)
-3(1) 
0(1)

C(12)
18(1) 
15(1)
36(1) 
9(1)
-2(1) 
-1(1)

C(13)
21(1) 
26(1)
18(1) 
-10(1)
-4(1) 
3(1)

S(1)
24(1) 
11(1)
13(1) 
1(1)
-8(1) 
-1(1)

S(2)
23(1) 
12(1)
11(1) 
1(1)
-7(1) 
-2(1)

S(3)
21(1) 
17(1)
11(1) 
0(1)
-4(1) 
1(1)

S(4)
22(1) 
13(1)
10(1) 
-2(1)
0(1) 
0(1)

C(11)
17(1) 
10(1)
12(1) 
2(1)
1(1) 
-3(1)

C(11')
22(1) 
13(1)
10(1) 
-2(1)
0(1) 
0(1)

S(4')
17(1) 
10(1)
12(1) 
2(1)
1(1) 
-3(1)

______________________________________________________________________________
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